Qualitative Analysis Report

Data Filename  TOX21_400013_TMS 1.D Sample Name NCGC Tox21_400013 from A1l SP109715
Position 11 Instrument Name 5975C_MR
User Name Kirill Acq Method B1_28-0_2_520_mt384_sndv.M

User Chromatograms

«10 5 |+ TIC Scan TOX21_400013_TMS 1.D
16.338 1

N |
8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...

16.333
2.251

1.754
1.5+
1.25+

0.75+

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)

MW Confirmed, Purity>90%

Cl Cl

Cl Cl
PubClhem O;J\I ~O- %
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 4 |+ Scan (7.453-7.528 min, 14 Scans) TOX21_400013_TMS 1.D Subtract

69.0

1 78.0

45.0 61.0
28.0

97.0
|

126.0

173.0
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85.9 | 114.0
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Counts vs. Mass-to-Charge (m/z)
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Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4
1.6

1.4
1.2

1,
0.81
0.6
0.4
0.2

61.0

73.0

100.0 149.0

|| 120.0

+ Scan (7.933-8.072 min, 25 Scans) TOX21_400013_TMS 1.D Subtract

169.0

0 ‘ N L |||| .|‘|_|J |||.|‘ ] ; ‘ ‘
80 100 120 140 160
Counts vs. Mass-to-Charge (m/z)

198.0 216.0
200 220

180 240

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4
1.4

1.2-
1,
0.8
0.6
0.4
0.2
0

108.0

142.9
177.9

73.0 117.9

130.9
e,
V| il Al || Ll

61.0 84.0

37.0
||| ‘ N

18.0

+ Scan (16.311-16.386 min, 14 Scans) TOX21_400013_TMS 1.D Subtract

202.9

214.9

260.9

230.9
||| 244.8 w
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Qualitative Analysis Report

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400013_TMS 2.D Sample Name NCGC Tox21_400013 from K11 SP109717
Position -5 Instrument Name 5975C_MR
User Name Kirill Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

x10 6 |+ TIC Scan TOX21_400013_TMS 2.D
14, 21.053 1
1.2
14
0.8
0.6 16.343
0.4
0.2
9.353
Oi T T T T T T T T T T T T T \h T T T T T T
8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)
x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
8+ 21.048
7
6,
5,
4
31 16.341
24
141 L i
07 T T T T T T T T T T T T T T T T T T T T
8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x102 |+ Scan (7.273-7.331 min, 11 Scans) TOX21_400013_TMS 2.D Subtract
61 78.9

41 93.9

31 221.1
48.9

14 133.0
28.0 | 102.9 175.0 Jos.1 263.1
0 ||‘| [ qj ||| Il i el i 14 | | Ll | ‘\ | ! ||| ‘ INTR— ]

20 40 60 8 100 120 140 160 180 200 220 240 260 280
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

10 2 |+ Scan (7.395-7.459 min, 12 Scans) TOX21_400013 TMS 2.D Subtract
g 0
N 78
n 43.0
5 29,0 92.0
147.0
| 35\0 Hu Ll ‘\ | ‘ 849 ‘ 10‘\1'9 119.8 169.8 192.1
0 | i u \\ | L | L L ; ! . L 1 | L

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x102 |+ Scan (7.459-7.487 min, 6 Scans) TOX21_400013_TMS 2.D Subtract

1 57.0
2.5

5] 640 760
1.5

46.0 92.0
14
29.1 39.0

| 51 0 68.9 84.9 147.8
e A \ | [freor %0

0 ‘ m | ‘ ‘ | \ | ‘ . \M i

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

«10 4 |+ Scan (7.499-7.580 min, 15 Scans) TOX21_400013_TMS 2.D Subtract
4,
3.5
3,
25
2
1.5
1,
0.5

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (7.950-8.054 min, 19 Scans) TOX21_400013_TMS 2.D Subtract
2.5+ 61.0

2]

1.5

14
73.0

149.
0.5 100.0 ca

0 . ! \‘u i w\h‘ ‘ ‘ 131.9 . 16?0 198.0 216.0

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (9.327-9.408 min, 15 Scans) TOX21_400013_TMS 2.D Subtract

73.0
14

0.8 105.0
0.6/

041 163.0

0.2 45.0 580
16.9 27.0 |||I ll i, 880 119.9 13|5-0 147.0 170.0

| L N
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

0
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 4
1.2

1
0.8 30.0
0.6-
0.4

0.2 37.0

0180 Iy

61.0

+ Scan (16.317-16.392 min, 14 Scans) TOX21_400013_TMS 2.D Subtract

202.9
107.9

142.9
177.9

730 117.9

130.9
| 157.9 |
N .|. ‘ Ly |

84.0

214.9

260.9

230.9
||I 244.8 ‘

|||.‘
20 40
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Counts vs. Mass-to-Charge (m/z)

80 200

220

L)
240 260

Spectrum Source
Peak (8) in "+ TIC Scan"

x10 4

43.1

29.1
0l ——

+ Scan (21.021-21.102 min, 15 Scans) TOX21_400013_TMS 2.D Subtract

75.0

103.0

129.0

157.1 1851

227.2 255.2

313.3

297.2 L

20 40 60

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400013_TMS 3.D Sample Name NCGC Tox21_400013 from N04 SP109722
Position 316 Instrument Name 5975C_MR
User Name Kirill Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400013_TMS 3.D

0.8 1
0.6
0.4 6.339
0.2

04 | |
8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
8. 21.042
6
4
16.333
2,
9.400 l I
0

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.378-7.470 min, 17 Scans) TOX21_400013_TMS 3.D Subtract
| 1471
1.5
1.254 73.0
63.0
14
0.751
45.0 780 92.0

0-51 29.0 103.0

0.251 133.0
290.|L. “.Ahn.””.l. 1L . ‘ 114.9 0 h‘ 1748

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4 |+ Scan (7.493-7.580 min, 16 Scans) TOX21_400013_TMS 3.D Subtract
2.5 126.0

2

1.5

69.0
L 173.0
78.0

0.5 45.0  61.0
28.0 97.0
150 I|| 1 ||||| II|||I 85.9 I- |1140 | 138.9 15|8-O
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

0

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (7.759-7.817 min, 11 Scans) TOX21_400013_TMS 3.D Subtract

1 75.0

157.1
0.8 129.0

0.6

0.4+

30.1 91.0 | 120.0 143.0 l
0L L |‘|I||‘.||.||‘.|I. ‘ ||1|‘ i 1 1 ! | 1 |‘ ‘
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (7.945-8.083 min, 25 Scans) TOX21_400013_TMS 3.D Subtract

1.2
1,
0.8
0.6
0.4
0.2
0.

0 ‘ ‘ ‘ ‘

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x102 |+ Scan (8.587-8.656 min, 13 Scans) TOX21_400013_TMS 3.D Subtract

8- 75.0

127.0 155.0
170.1

34 45.0
21 5alo 142.0
1 28.0 1

16.0 | ‘ 85.0 99.0 1109
0 ] | H\‘m‘ ; “HH\“‘H“\;\ ) .l ‘”\“ ] ] il | | |

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 2 |+ Scan (9.316-9.374 min, 11 Scans) TOX21_400013_TMS 3.D Subtract

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 2 |+ Scan (9.374-9.455 min, 15 Scans) TOX21_400013_TMS 3.D Subtract

73.0
103.0

45.0

L 180 290 ‘m‘ \\‘\ 89.1 12b0 h34s 162.9
|

0 ‘ \ . “H L[y R P \‘ 1 : | : 1 : L : : | : : | :
20 30 40 50 70 80 90 100 110 120 130 140 150 160 170 180
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x104 |+ Scan (16.311-16.386 min, 14 Scans) TOX21_400013_TMS 3.D Subtract
1] 202.9
108.0
0.8
214.9
| 30.0 142.9

0.6 177.9 Py

0.4 73.0 117.9

0.2+ 37.0 61.0 96.0 130.9 = 230.9 |
0 18‘0 Ill.‘ "|| !lll ||I . || n ||| . I.‘n- Ll || |||‘I |‘ ||| %449 L) |

20 60 80 100 120 140 160 180 200 220 240 260
Counts vs. Mass-to-Charge (m/z)
Spectrum Source
Peak (9) in "+ TIC Scan"
x104 |+ Scan (21.021-21.119 min, 18 Scans) TOX21_400013_TMS 3.D Subtract
313.3
41 75.0
3,
2 43.1 103.1
14
29.1 129.1
0 [ I| |..| ,..|.| [ 9 157.1 1851 2132 2412 2711 2973 |
2‘0 4‘0 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400013_TMS 4.D Sample Name NCGC Tox21_400013 from N12 SP109738
Position 324 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400013_TMS 4.D

0.8+
0.6
0.4

0.2

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...

8. 21.043

6,

4,

16.340
. |
I
0,

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.366-7.470 min, 19 Scans) TOX21_400013_TMS 4.D Subtract

3.5
3
2.5
2]
1.5

1471

73.0

14
0.5

29.0

45.0

78.0

103.0

133.0

170.0

1911

17.0 ||

‘

120.0 N

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

410 4 |+ Scan (7.470-7.580 min, 20 Scans) TOX21_400013 TMS 4.D Subtract
1.4 126.0
121
1,
0.81
| 69.0
06 78.0 173.0
0.4+ 45.0 61.0
0.21 28.0 56.0
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 2

1150 289

45.0

l||| |

61.0

|.||Il||| Loali

75.0

l||| L

+ Scan (7.760-7.817 min, 11 Scans) TOX21_400013_TMS 4.D Subtract

129.0

1571

101.0 147.1 17|2-1
Ml | L |

| 116.0 187.9

20 30 40

50 60

70 80 90

100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (7.939-8.060 min, 22 Scans) TOX21_400013_TMS 4.D Subtract
1.4 61.0
1.2
1,
0.8
0.6
0.4 73.0
149.1
0.2 45.0 100.0
0 27'0. Ll Wy o)1 860 \ 12(.)'0 169.0 198.0 216.0
20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)
Spectrum Source
Peak (5) in "+ TIC Scan"
x10 3 + Scan (8.581-8.656 min, 14 Scans) TOX21_400013_TMS 4.D Subtract
1.4
1.2
1
0.81 1551 4704
0.6
|
0.41 45.0 | -
0.2 59.0 1#2.1
- 18P 290 M Lol ‘\ Ll 85\'0 990 111.1 | \‘ | \
| Ll l Wl v [I1IN TN TR PN L . L L
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 2 + Scan (9.304-9.368 min, 12 Scans) TOX21_400013_TMS 4.D Subtract
o 73.0
S5 105.0
4,
3,
2,
43.0 salo 163.0
1 26.9 - 120.1 1349 170.0
17.0 ‘M I H\ 88.0 p- | 1499

0 ‘ ‘ ‘ U 1L ‘\“ ‘\‘ “\ 1l \‘\ | “ “L : ‘N : ) |“ : : . —L “ : \‘ ‘

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x104 |+ Scan (16.311-16.392 min, 15 Scans) TOX21_400013_TMS 4.D Subtract
‘],
0.8
0.6
0.4
0.2
20 40 60 80 100 120 140 160 180 200 220 240 260
Counts vs. Mass-to-Charge (m/z)
Spectrum Source
Peak (8) in "+ TIC Scan"
x10 4 |+ Scan (21.015-21.102 min, 16 Scans) TOX21_400013_TMS 4.D Subtract
5- 313.3
75.0
4,
3,
2 431 103.1
1 201
0 ] “MH H““H‘\ 1, 1291 1571 185.1 227.2 2552 297.3 |
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400013_TMS 5.D Sample Name NCGC Tox21_400013 from N12 SP109778
Position 324 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400013_TMS 5.D
21.432 1
0.8
0.6
16.690
0.4

0.2

9.652 12.111 L

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
i 21.425

2 16.685

L |

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.661-7.696 min, 7 Scans) TOX21_400013_TMS 5.D Subtract
14 64.0
0.8+
0.6
| 92.0
. 290 470 77.0 12b.0 170.0
> “ 390 ) | ‘ 102.9 142.9 152.0
04 . e PG g il " L ‘ - I ‘ |

20 30 40 50 60 70 80 90 100 110 120 130 140 150
Counts vs. Mass-to-Charge (m/z)

160 170 180 190 200

Spectrum Source
Peak (2) in "+ TIC Scan"

x104 |+ Scan (7.707-7.783 min, 14 Scans) TOX21_400013_TMS 5.D Subtract
51 126.0
4
3,
69.0
2 78.0 173.0
1. 45.0 61.0
28.0 | 56. o| 97.0 147.0

ol i MLVl | lese B w0 | ), ] ten

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x102 |+ Scan (7.991-8.078 min, 16 Scans) TOX21_400013_TMS 5.D Subtract
| 68.9
5 141.0
4 126.0
3,
78.0
2+ 28.0 56.0
1] 970 113.9 155.0
16.9 | | I 170.1
04— ”ll |‘|||I||‘JI| T |‘|.|.I ; Tl ‘||.II.‘1 - 1 l |I.‘ A |‘ ‘ ‘l ‘ L
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 2 |* Scan (8.089-8.153 min, 12 Scans) TOX21_400013_TMS 5.D Subtract
8 75.0
6,
129.0
4+ 157.0
45.0
2 28.0 188.0
60.9 .
| | “ | | | | 85.0 100.9 116.1 146.9 171.9

0 i |.|‘ 14 .‘||I |..‘I.“| !.I |‘|| ||‘| 1 i ‘Il i L L I i | |‘ |‘ ‘l i ‘]

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (8.263-8.355 min, 17 Scans) TOX21_400013_TMS 5.D Subtract
44
3.5
3,
2.5
2,
1.5
‘I,
0.54 45.0

61.0

73.0

| 879 || 131.9 169.0

80 100 120 140 160
Counts vs. Mass-to-Charge (m/z)

0 . L |||| n 1l |
40 60

180

198.0 216.0
200 220

240

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (8.911-8.998 min, 16 Scans) TOX21_400013_TMS 5.D Subtract

1.2
14
0.8+

75.0

127.0

0.6
0.4
0.2+

0

45.0
59.0

26.9
Ll

85.0
|
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155.0 170.0
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 3 |+ Scan (9.605-9.704 min, 18 Scans) TOX21_400013_TMS 5.0 Subtract

1.2

1]
0.8
0.6
0.4
0.2

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (12.076-12.163 min, 16 Scans) TOX21_400013_TMS 5.D Subtract
3 61.0

2.5

2]

1.5

1,

i 185.
0-2 | 29'0‘4‘2‘.?\ [ 115.9 14\7-0 172.0 i

20 40 60 80 100 120 140 160 180 200 220
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 4 |+ Scan (16.653-16.722 min, 13 Scans) TOX21_400013_TMS 5.D Subtract

1.2

1
0.8
0.6
0.4-
0.2-

0 ‘ ‘ ‘ ‘

20 40 60 8 100 120 140 160 180 200 220 240 260
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

x104 |+ Scan (21.397-21.478 min, 15 Scans) TOX21_400013_TMS 5.D Subtract

75.0 313.3

2 431 103.0
1,
29.1
0 | “ M“““““‘\‘ ), 1290 1711 1991 2272 2552 297.2 |
Al L : : : :

20 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400013_TMS 6.D Sample Name NCGC Tox21_400013 from N04 SP109798
Position 316 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

%10 5 |+ TIC Scan TOX21_400013_TMS 6.D
1 21.415 1

16.678

LU

07 T T T T T T T T T T T T T T L\ T T T T T

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
74 21.409

5. 16.673

' |
o

0 o

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x102 |+ Scan (7.528-7.551 min, 5 Scans) TOX21_400013_TMS 6.D Subtract

3.5 28.0

31 45.0

2.51 63.0
2,

151

1 91.8

76.9

05{ 18.0
| ..|||| 412| ‘|| 56.9 | | %50 /1] ‘l 1

15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 3 |+ Scan (7.632-7.719 min, 16 Scans) TOX21_400013_TMS 6.D Subtract
2 63.9
1.5
Ly 46.9
29.0 92.0
0.5
0 | |‘. Lo llh || ||||.J L 7710 1029 1198 1470 1700

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x104 |+ Scan (7.719-7.788 min, 13 Scans) TOX21_400013_TMS 6.D Subtract

1.2 126.0

14
0.8 69.0
0.6 78.0

173.0
0.4 450 610
0.2 28.0 ‘ 56. 0 —
: 157.9
0 | ||I‘ - |||I |||. T [ 85'8‘ | | | ‘11:.3'9‘ | | | 146'9 L |
20 30 40 60 70 80 90 100 110 120 130 140 150 160 170

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

410 3 |+ Scan (8.245-8.344 min, 18 Scans) TOX21_400013_TMS 6.D Subtract
| 61.0

73.0

45.0 100.0 149.0
L] 909 , 1200 169.0 198.0

27.0 |

| Ll p il

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (16.641-16.710 min, 13 Scans) TOX21_400013_TMS 6.D Subtract

; 202.9
i 107.9

0.8+

0.6- 142.9 - 214.9
30.0 '

0.4- 73.0 260.9
130.9
o180 | | Ll AT

) ‘ |‘||| |.| ‘I| 1 . 16”7'9 ‘ ||I‘ | ‘ ‘ .|.

20 40 60 80 100 120 140 160 180 200 220 240 260
Counts vs. Mass-to-Charge (m/z)

0.2+ 37.0 61.0 95.9 ‘

230.9 ‘

Spectrum Source
Peak (6) in "+ TIC Scan"

x104 |t Scan (21.385-21.461 min, 14 Scans) TOX21_400013_TMS 6.D Subtract
3.5 75.0

3

2.5

2
1.51 43.0 103.0

1,
0.5 29.0
0,

313.3

I.||.|.||. [ 1290 1571 185.1 2272 25502 297.2 J‘

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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